. Comparison of reconstructed peak intensities versus peak intensities from fully collected spectra with a spectral width (SW) of 40 ppm (green) and 140 ppm (red) at identical spectral resolution. The fully collected data were made synthetically NUS in the indirect dimension and reconstructed. An increase in signal to noise is observed as sampling resolution is increased (40ppm to 140ppm) with an identical number of synthetically collected NUS increments (70 out of 200 points at 40ppm and 70 out of 700 points at 140ppm). Comparison of predicted and experimental methyl proton chemical shift differences. Experimental chemical shift differences were determined from spectra of the WT and L28F E:THF:NADPH complexes. Predicted methyl proton chemical shifts were calculated using the program SHIFTS 2 and crystal structures of the WT E:ddTHF:NADP+ and L28F E:ddTHF:NADP+ complexes (PDB codes 5CCC and 5CC9, respectively). The yellow box marks the region where large chemical shift differences are predicted because of the difference in product benzoyl ring orientation observed in the crystal structures. The methyl proton shift differences determined experimentally are all smaller than 0.05 ppm, showing that the WT and L28F E:THF:NADPH complexes adopt very similar structures in solution. 
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